Express Mil No: EL6765 1851 lUS 
Docket No. 600-1-258DIV 
Applicants: Darst and Zhang 

Appendix 
Table 3 



REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

REMARK 

CRYSTl 

REMARK 

REMARK 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



coordinates from minimization refinement 
refinement resolution: 100,0 - 3.2 A 
starting r= 0.3631 free_r= 0.4208 
final r= 0.3466 free_r= 0.4154 
rmsd bonds= 0.009443 rmsd angles= 1.93913 
wa= 16.2281 

target= mlf cycles= 1 steps= 250 
sg= P4{1)2(1)2 a= 200.76 b= 200.76 
parameter file 1 : CNS_TOPPAR:protein_rep.param 
parameter file 2 : CNS_TOPPAR: ion .param 
molecular structure file: . . /pdb/rnap_m3_gen.mtf 
input coordinates: . . /bgroup/bgl . pdb 
reflection file= . . / . . /f obsy'scale_b25 . cv 
ncs= restrain ncs file= , . /ncslOO .def 
B-correction resolution: 8.0 - 3.2 
initial B-factor correction applied to f_scale : 
Bll= 0.112 B22= 0.112 B33= -0.224 
B12= 0.000 813= O.OOO B23= O.OOO 
B-factor correction applied to coordinate array B: 
bulk solvent: density level= 0.315481 e/A^3 , B-factor= 
reflections with iFobs j /sigma_F < 0.0 rejected 
reflections with |Fobs| > 10000 * nns(Fobs) rejected 
theoretical total number of refl. in resol. range: 
number of unobserved reflections (no entry or |f|=0): 
number of reflections rejected: 
total number of reflections used: 
number of reflections in working set: 
number of reflections in test set: 

200.760 200.760 292.938 90.00 90.00 90.00 P41 21 
FILENAME="minl_100-3 .2.pdb" 
VERSION: 0 .4a 



292,938 alpha= 90 beta= 90 ganima= 90 
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66.873 49.855 1.00 49,28 A 

69.610 55.775 1.00 32.98 A 

70.018 55.105 1.00 32.98 A 

69.552 56.621 1.00100.03 A 

70.049 57.979 1.00100.03 A 

71.190 58.264 1.00 18.08 A 

71.953 59.436 1.00 18.08 A 

72.093 57.043 1.00 18.08 A 

69.105 59.154 1. 00100.03 A 
68.389 59.289 1.00100.03 A 
69.141 60.024 1.00 70.43 A 

68.359 61.240 1.00 70.43 A 
68.286 61.851 1,00 75,51 A 
66,876 51.936 1.00 75.51 A 
66.912 62.490 1.00 75.51 A 
66.056 62.820 1.00 75.51 A 
69.269 62,076 1.00 70.43 A 
69.820 61,566 1.00 70.43 A 
69.459 63.343 1.00100.07 A 
70.341 64.188 1.00100.07 A 
69.788 64.324 1.00 33.20 A 
70.750 53.848 1.00 33.20 A 

72.117 64.439 1.00 33.20 A 
72.153 65.653 1.00 33.20 A 
73.128 63.701 1.00 33.20 A 
70.604 65.551 1.00100.07 A 
71.194 65.506 1.00100.07 A 
70.181 66.666 1.00 46.06 A 
69.092 66.971 1.00 30.49 A 
70.517 67.871 1.00 46.06 A 
69.974 68.972 1.00 30.49 A 
68.670 68.386 1.00 30.49 A 
69.773 67.809 1.00 46.06 A 
58.650 67.307 1.00 46.06 A 
70.401 68.326 1.00100.07 A 
69.802 68.322 1.00100.07 A 
69.950 66,921 1.00 56.66 A 
69,040 65,843 1.00 56.66 A 
69,595 54,443 1,00 56,66 A 

67.660 66,011 1.00 56.66 A 
70.555 69.364 1.00100.07 A 
71.650 59.100 1.00100.07 A 
69.956 70.552 1.00 99.76 A 
70.576 71.655 1.00 99.76 A 
59.505 72.693 1.00100.07 A 
68.888 73.315 1.00100.07 A 
67.897 74.434 1.00100.07 A 
66.897 74.190 1.00100.07 A 

68.118 75.556 1.00100.07 A 

71.360 71.175 1.00 99.76 A 
70.830 70.528 1.00 99.76 A 
72.653 71.470 1.00 78.24 A 
73.609 71.102 1.00 78.24 A 
74.646 72.225 1.00100.07 A 
75.730 71.982 1.00100.07 A 
77.113 72.296 1.00100.07 A 
78.166 72.021 1.00100.07 A 
79.418 71.722 1.00100.07 A 
79.770 71.658 1.00100.07 A 
80.311 71.481 1.00100.07 - A 
73.030 70.773 1.00 78.24 A 
72.509 71.651 1.00 78.24 A 
73.125 69.502 1.00 82.60 A 
72.645 69.095 1.00 82.60 A 
71.458 68.174 1.00 82.60 A 
70.682 68.217 1.00 82.60 A 
71.301 57.346 1.00 70.02 A 
70.184 66.413 1.00 70.02 A 
69.080 66.905 1,00 38.84 A 

68.106 67.843 1.00 38,84 A 

58.494 69.116 1.00 38.84 A 
66.788 57.474 1.00 38.84 A 
67.571 70.013 1.00 38,84 A 
65.852 68.364 1.00 38.84 A 
66.255 69.634 1.00 38.84 A 

70.661 65.041 1.00 70.02 A 
70.158 64.020 1.00 70.02 A 
71.642 65.019 1.00 52.43 A 
72.160 63.754 1.00 52.43 A 
72.311 62.758 1.00 52.43 A 
72.368 61.550 1.00 52.43 A 
72.386 63.279 1.00 71.93 A 

72.495 62.451 1.00 71.93 A 
73.635 62.897 1.00 70.76 A 
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73.136 11.444 1.00 68.89 A 

72.182 12.216 1.00 47.46 A 

71.048 11.306 1.00 47.46 A 

71.570 13.424 1.00 47.46 A 

70.752 14.283 1.00 47.46 A 

74.172 10.719 1.00 58.89 A 

74.927 11.348 1.00 53.89 A 

74.189 9.375 1.00 59.72 A 

73.147 8.519 1.00 34.85 A 

75.088 8.454 1.00 59.72 A 

74.604 7.077 1.00 34.85 A 

73.140 7.305 1.00 34.85 A 

75.116 8.569 1.00 59.72 A 

74.160 9.033 1.00 59.72 A 

76.222 8.116 1.00 92.95 A 

75.388 8.174 1.00 92.95 A 

76.526 9.518 1.00 92.95 A 
76.771 9.905 1.00 92.95 A 
76.377 10.528 1.00 55.58 A 
75.454 11.955 1.00 56.58 A 

75.233 12.690 1.00 36.59 A 
75.097 14.074 1.00 36.59 A 
73.933 11.876 1.00 36.59 A 
77.683 12.536 1.00 56.58 A 
77.701 12.589 1.00 56.58 A 
78.700 12.869 1.00 55.96 A 
79.925 13.473 1.00 65.96 A 
80.823 13.902 1.00 99.92 A 
81.927 14.895 1.00 99.92 A 
82.534 15.506 1.00 99.92 A 
83.303 16.781 1.00 99.92 A 
83.582 17.502 1.00 99.92 A 
79.520 14.688 1.00 55.96 A 
80.197 14.840 1.00 65.95 A 
78.730 15.555 1.00 56.97 A 
78.315 16.744 1.00 56.97 A 
77.066 17.361 1.00 64.77 A 
77.297 18.646 1.00 54.77 A 
78.429 13.525 1.00 64.77 A 
78.489 17.484 1.00 54.77 A 
79.254 19.460 1.00 64.77 A 
77.951 16.344 1.00 56.97 A 
77.943 15.153 1.00 56.97 A 

77.527 17.344 1.00 56.37 A 
77.213 17.143 1.00 56.37 A 
77.836 18.232 1.00 58.45 A 

77.652 17.959 1.00 58.46 A 
76.509 18.057 1.00 68.46 A 

78.653 17.675 1.00 68.46 A 
75.695 17.301 1.00 56.37 A 
75.039 16.700 1.00 56.37 A 
75.132 18.107 1.00 47.58 A 
73.694 18.331 1.00 47.58 A 
72.915 17.374 1.00 71.89 A 
73.139 15.923 1.00 71.89 A 
73.342 17.593 1.00 71.89 A 
73.457 19.751 1.00 47.58 A 
72.415 20.341 1.00 47.58 A 
74.470 20.325 1.00 47.55 A 
74.387 21.705 1.00 47.65 ' A 
75.429 22.029 1.00 53.08 A 
74.932 23.186 1.00 53.08 A 
75.700 20.806 1.00 53.08 A 
74.716 22.502 1.00 47.65 A 
73.976 23.415 1.00 47.65 A 
75.833 22.118 1.00 51.13 A 

76.305 22.750 1.00 51.13 A 
77.446 21.935 1.00 99.53 A 
78.606 22.756 1 . 00 99.63 A 

79.306 22.125 1.00 99.63 A 
78.791 22.241 1.00 99.63 A 
80.362 21.493 1.00 99.53 A 
7.5.106 22.752 1 . 00 51 . 13 A 
74.627 23.805 1.00 51.13 A 
74.623 21.557 1.00 41.27 A 
73.468 21.425 1.00 41.27 A 
72.782 20,080 1-00 44.04 A 
71.480 20.035 1.00 44.04 A 
73.735 18.951 1.00 44.04 A 

73.234 17.560 1.00 44.04 A 
72.519 22.530 1.00 41.27 A 
72.174 23.385 1.00 41.27 A 
72.118 22.538 1.00 42.42 A 
71.211 23.576 1.00 42.42 A 
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14.152 1.00 60.99 A 
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16.264 1.00 52.94 A 
15.522 1.00 52.94 A 
16.939 1,00 99.95 A 
16.837 1.00 99.95 A 
15.694 l.QO 96.68 A 
14.386 l.CO 96.68 A 
13.947 1.00 96.68 A 
13.757 1.00 96.68 A 
18.163 1.00 99.95 A 
18.365 1.00 99.95 A 

19.066 1.00 51.97 A 
20.402 1.00 51.97 A 
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